The molecular structure is shown in the figure. Table 1 contains crystallographic data and Table 2 contains the list of the atoms including atomic coordinates and displacement parameters.
Bruker [1, 2] , SHELX [3] The molecular structure is shown in the figure. Table 1 contains crystallographic data and Table 2 contains the list of the atoms including atomic coordinates and displacement parameters.
Source of material
At 0−5°C, to a stirred solution of 2-nitro aniline (1 mmol) in concentrated HCl, was added NaNO 2 (1.1 mmol) and NaBF4 (1.1 mmol) portion wise. After completion, the precipitate of the diazonium tetrafluoroborate salt was collected by suction. Thereafter, to a solution of 4-methoxy aniline (0.9 mmol) in EtOH (20 mL) the diazonium tetrafluoroborate salt (1 mmol) was added portion wise. After the addition, the reaction was allowed to remain at room temperature for half an hour, and then the yellow precipitate was filtered and washed by ether and cold ethanol. This crude product was purified by column chromatography on silica gel, eluting with a mixture of petroleum ether and ethyl acetate to give the title compound. The compound was then dissolved in acetone, and colorless crystals formed on slow evaporation at room temperature over one week.
Experimental details
The methyl group and the aryl hydrogen atoms were idealized and refined using a riding model.
Comment
Compounds containing the diazoamino group, 1,3-diphenyl-1-triazene (DPT), were discovered by Fischer in 1884 [4] , and have been used in a wide range of applications such as ligands for metal complexes, [5] intermediates for a number of organic syntheses [6, 7] , and the agrochemical [8] and dye industries [9] . The 1,3-diaryltriazene could undergo a tautomerization to switch the aryl group. In our study, we synthesized a series of 1-aryl-3-(2-nitrophenyl)-1-triazenes. However, after diffraction of a single crystal of it, the structure was unambiguously confirmed as 3-(4-methoxyphenyl)-1-(2-nitrophenyl)-1-triazene. These results remind us that the hydrogen bond is the crucial factor in the tautomerization. The structure of the precursor (1-(2-methoxy-4-nitro)-3-(4-methoxyphenyl)-1-triazene) is also known [10] . In this crystal, the two phenyl rings are coplanar with a small a little torrision of the two phenyl rings. The intramolecular N-H· · · O hydrogen bond [11] is the key factor for the direction of tautomerization, as well as the π-π stack is helpful to the stabilization of the packing.
